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Key indicators: single-crystal X-ray study; T 
disorder in solvent or counterion; R factor = 
parameter ratio = 13.6. 



-■ 298 K; mean cr(C-C) = 0.005 A; 
0.054; wR factor = 0.152; data-to- 



ft = 11.783 (2) A 
c = 11.852 (2) A 
a = 97.86 (3)° 
ft = 90.39 (3)° 
y = 105.26 (3)° 
V = 1266.1 (4) A 3 

Data collection 

Rigaku Mercury2 (2x2 bin mode) 
diffractometer 

Absorption correction: multi-scan 
{CrystalClear; Rigaku, 2005) 
T*&, = 0.910, r max = 1.000 

Refinement 

R[F 2 > 2cr(F 2 )] = 0.054 

wR(F 2 ) = 0.152 

S = 1.03 

4713 reflections 

346 parameters 



Z = 2 

Mo Ka radiation 
/x = 0.52 mm -1 
T = 298 K 

0.10 x 0.05 x 0.05 mm 



11310 measured reflections 
4713 independent reflections 
3562 reflections with / > 2cr(/) 
R in . = 0.042 



18 restraints 

H-atom parameters constrained 
A/W = 0.57 e A~ 3 
Ap mi „ = -0.28 e A~ 3 



In the title compound, C 6 H 5 C1 3 N + C10 4 C 12 H 2 40 6 , the 
perchlorate anion is disordered over two orientations in a 
0.666 (17):0.334 (17) ratio. The ammonium group of the 
organic cation inserts into the crown ether ring and forms 
three bifurcated N— H- ■ (0,0) hydrogen bonds to generate a 
supramolecular complex. The macrocycle has approximate 
D 3d local symmetry. 

Related literature 

For background to molecular ferroelectric materials, see: Fu et 
al. (2011). 



CI 




Experimental 

Crystal data 

C 6 H 5 Cl3N + -C104 _ -Ci2H 24 0 6 Triclinic, Pi 

M r = 561.22 a = 9.4961 (19) A 



Table 1 

Hydrogen-bond geometry (A, °). 



D-H-A 




D-H 


H-A 


D- ■ A 


D-H-A 


N1-H1C-- 


■or 


0.89 


2.13 


2.916 (3) 


147 


N1-H1C-- 


■06 1 


0.89 


2.21 


2.899 (3) 


134 


N1-H1D- 


■05 1 


0.89 


2.06 


2.896 (3) 


156 


N1-H1D- 


•04' 


0.89 


2.52 


3.052 (3) 


119 


N1-H1£-- 


■03 1 


0.89 


2.19 


3.046 (3) 


161 


N1-H1£-- 


■02' 


0.89 


2.35 


2.856 (3) 


116 



Symmetry code: (i) — x + 1, — y + 1, — z + 1. 



Data collection: CrystalClear (Rigaku, 2005); cell refinement: 
CrystalClear; data reduction: CrystalClear, program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 

This work was supported by a Start-up Grant of Southeast 
University, China. 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: HB6625). 
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2,4,5-Trichloroanilinium perchlorate 18-crown-6 clathrate 
jie Xu 

Comment 

With the purpose of obtaining phase transition crystals of amino compounds, various amines have been studied and we 
have elaborated a series of new materials with this organic molecules (Fu et al. 201 1). In this study, we describe the 
crystal structure of the title compound, (I). 

The title compound was composed of cationic [(CeHsNCy^CnFE^C^r and one C10 4 " anion (Fig.l). Supramolecular 
cation was assembled by protonated 2,4,5-trichloroanilinium and 18-crown-6 through six strong N — H-0 hydrogen 
bonds. The C-N bonds of cation were almost perpendicular to the mean oxygen planes of crown ethers. The macrocycle 
adopts a conformation with approximate D 3d symmetry, with all O-C-C-O torsion angles being gauche and alternating in 
sign, and all C-O-C-C torsion angles being anti. Supramolecular cation structure, [(C6H5NCl3).(Ci2H24C>6)] + , was 
introduced as counter cation to C1CV anion. CI has a flattened tetrahedral coordination by four O atoms. The CICV anion 
is disordered over two sets of sites with refined occupancies 0.666 (17) and 0.334 (17). 

The title compound was stabilized by intermolecular N — H— O hydrogen bonds, the C10 4 " anion not participating in the 
H-bonding interactions. The intermolecular N — FFO H-bonding length are within the usual range of 2.856 (3) to 
3.052 (3)A. (Table 1 and Fig.2). 

Experimental 

18-Crown-6 (6 mmol), HC10 4 (6 mmol) and 2,4,5-trichloroaniline (3 mmol) were dissolved in water/EtOH (1:1 v/v) 
solvent. The solution was slowly evaporated in air affording colourless blocks. 

Refinement 

All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.93 A (C-aromatic) and 0.98 
A (C-methylene), with t4 0 (H)=1.2t/ e? (C). The positional parameters of the H atoms (Nl) were intially refined freely, 
subsequently restrained using a distance of N-H = 0.89 (2) A, and in the final refinements treated in riding motion of 
their parent nitrogen atom with Lf fco (H)=1.5C/ e? (N). 
The C10 4 " anion is disordered over sites and refined using the PART instruction in SHELXL (Sheldrick, 2008) 

Computing details 

Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear (Rigaku, 2005); data reduction: CrystalClear 
(Rigaku, 2005); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: 
SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL (Sheldrick, 2008). 
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Figure 1 

A view of the title compound with displacement ellipsoids drawn at the 50% probability level. 




Figure 2 

The crystal packing of the title compound, showing the H-bonding interactions. H atoms not involved in hydrogen 
bonding (dashed line) have been omitted for clarity. 

2,4,5-Trichloroanilinium perchlorate 1 ,4,7,1 0,1 3,1 6-hexaoxacyclooctadecane 



Crystal data 

C 6 H 5 C1 3 N + C104 --CuHmOs 

M r = 561.22 

Triclinic, PI 

Hall symbol: -P 1 

a = 9.4961 (19) A 

b= 11.783 (2) A 

c= 11.852 (2) A 

a = 97.86 (3)° 



P = 90.39 (3)° 
y= 105.26 (3)° 
V= 1266.1 (4) A 3 
Z=2 

^(000) = 584 

D x = 1.472 Mgm- 3 

Mo Ka radiation, 1 = 0.71073 A 

Cell parameters from 4713 reflections 
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0 = 3.1-26.5° 
H = 0.52 mnT 1 
T=298 K 

Data collection 

Rigaku Mercury2 (2x2 bin mode) 

diffractometer 
Radiation source: fine-focus sealed tube 
Graphite monochromator 
Detector resolution: 13.6612 pixels mm 1 
CCD profile fitting scans 
Absorption correction: multi-scan 

(CrystalClear; Rigaku, 2005) 

r mm = o.9io, r max = l.ooo 

Refinement 

Refinement on F 2 
Least-squares matrix: full 

R[F > lotf 1 *)] = °- 054 

wRiF 2 )^ 0.152 

S = 1.03 

4713 reflections 

346 parameters 

1 8 restraints 

Primary atom site location: structure-invariant 

direct methods 
Secondary atom site location: difference Fourier 

map 



Block, colourless 
0.10 x 0.05 x 0.05 mm 



11310 measured reflections 
4713 independent reflections 
3562 reflections with / > 2<j(7) 
R mt = 0.042 

^max 25.5 , $min 3.1 

h = -n^u 

£ = -14_>14 
/ = -14_>14 



Hydrogen site location: inferred from 

neighbouring sites 
H-atom parameters constrained 
w = ll[a\F 2 ) + (0.0707 3 ) 2 + 0.575P] 

where P = {F 2 + 2F 2 )I?> 
(A/£j) max < 0.001 
Ap max = 0.57eA- 3 
Apmin = -0.28 e A~ 3 

Extinction correction: SHELXL97 (Sheldrick, 

2OO8),Fc*=kFc[l+O.OOlxFc 2 l 3 /sin(20)]- 1/4 
Extinction coefficient: 0.019 (2) 



Special details 

Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance 
matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; 
correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate 
(isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted R- factor wR and goodness of fit S are based on F 2 , 
conventional R- factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is 
used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based 
on F 2 are statistically about twice as large as those based on F, and R- factors based on ALL data will be even larger. 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 





X 


y 


z 




Occ. (<1) 


Cll 


0.30933 (8) 


0.67394 (7) 


0.38541 (7) 


0.0584 (3) 




Nl 


0.5852 (2) 


0.7317(2) 


0.25875 (17) 


0.0421 (5) 




H1C 


0.6761 


0.7384 


0.2370 


0.063* 




HID 


0.5358 


0.7570 


0.2078 


0.063* 




HIE 


0.5417 


0.6559 


0.2637 


0.063* 




C12 


0.60060 (12) 


1.00366 (8) 


0.72283 (6) 


0.0763 (3) 




C18 


0.5882 (3) 


0.8037 (2) 


0.3703 (2) 


0.0366 (6) 




C13 


0.86985 (10) 


1.06897 (8) 


0.56512 (8) 


0.0800 (3) 




C13 


0.4666 (3) 


0.7804 (2) 


0.4375 (2) 


0.0408 (6) 




C15 


0.5973 (4) 


0.9285 (3) 


0.5859 (2) 


0.0492 (7) 




C16 


0.7156(3) 


0.9555 (3) 


0.5175 (2) 


0.0489 (7) 




03 


0.5578 (2) 


0.53489 (19) 


0.78658 (19) 


0.0616(6) 
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-0.029 (10) 


-0.008 (8) 


07' 


0.235 (10) 


0.144 (9) 


0.114(6) 


0.056 (7) 


-0.074 (6) 


-0.049 (6) 


09' 


0.149(10) 


0.187(11) 


0.152 (9) 


-0.087 (8) 


0.067 (8) 


-0.022 (8) 
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Geometric parameters (A, ") 


Cll— C13 


1.724 (3) 


Nl— C18 


1.466 (3) 


Nl— H1C 


0.8900 


Nl— HID 


0.8900 


Nl— HIE 


0.8900 


C12— C15 


1.735 (3) 


C18— C17 


1.374 (4) 


C18— C13 


1.395 (4) 


C13— C16 


1.733 (3) 


C13— C14 


1.383 (4) 


C15— C14 


1.376 (4) 


C15— C16 


1.383 (4) 


C16— C17 


1.385 (4) 


03— C8 


1.425 (4) 


03— C9 


1.427 (4) 


01— CI 


1.409 (4) 


01— C12 


1.441 (4) 


C17— H17A 


0.9300 


C14— H14A 


0.9300 


02— Cll 


1.412(4) 


02— CIO 


1.413 (4) 


04— C6 


1.415 (5) 


04— C7 


1.442 (5) 


06— C3 


1.422 (5) 


06— C2 


1.436(4) 


05— C4 


1.391 (5) 


yjj — j 


1 .4ZO \ J J 


CI— C2 


1.468 (6) 


CI— H1A 


0.9700 


CI— H1B 


0.9700 


C9— CIO 


1.470 (6) 


C9— H9A 


0.9700 


C9— H9B 


0.9700 


C18— Nl— H1C 


109.5 


C18— Nl— HID 


109.5 


H1C— Nl— HID 


109.5 


C18— Nl— HIE 


109.5 


H1C— Nl— HIE 


109.5 


HID— Nl— HIE 


109.5 


C17— C18— C13 


120.2 (2) 


C17— C18— Nl 


120.1 (2) 


C13— C18— Nl 


119.7(2) 


C14— C13— C18 


120.1 (3) 


C14— C13— Cll 


119.9(2) 


CI 8— CI 3— Cll 


120.1 (2) 


C14— CI 5— C16 


120.6 (2) 


C14— CI 5— C12 


118.0(2) 



CIO— H10A 


0.9700 


CIO— HlOB 


0.9700 


C6— C5 


1.486 (6) 


C6— H6A 


0.9700 


C6— H6B 


0.9700 


C8— C7 


1.454 (6) 


C8— H8A 


0.9700 


C8— H8B 


0.9700 


C7— H7A 


0.9700 


C7— H7B 


0.9700 


C2— H2A 


0.9700 


C2— H2B 


0.9700 


C3— C4 


1.511 (7) 


C3— H3A 


0.9700 


C3— H3B 


0.9700 


Cll— C12 


1.473 (6) 


Cll— H11A 


0.9700 


Cll— HUB 


0.9700 


C12— H12A 


0.9700 


C12— H12B 


0.9700 


C5— H5A 


0.9700 


C5— H5B 


0.9700 


C4— H4A 


0.9700 


C4— H4B 


0.9700 


C14— 09 


1.30(2) 


C14— OlO 


1.322 (19) 


C14— 08 


1.43 (2) 


C14— 07 


1.53 (2) 


C14'— 08' 


1.300 (13) 


C14'— 09' 


1.384 (11) 


C14'— 07' 


1.395 (10) 


C14'— OlO' 


1.428 (12) 


03— C8— H8B 


110.0 


C7— C8— H8B 


110.0 


H8A— C8— H8B 


108.4 


04— C7— C8 


110.2 (3) 


04— C7— H7A 


109.6 


C8— C7— H7A 


109.6 


04— C7— H7B 


109.6 


C8— C7— H7B 


109.6 


H7A— C7— H7B 


108.1 


06— C2— CI 


110.1 (3) 


06— C2— H2A 


109.6 


CI— C2— H2A 


109.6 


06— C2— H2B 


109.6 


CI— C2— H2B 


109.6 
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C16 — C15 — C12 


121. J (2) 


pi C p i /_ pin 

C 1 5 — C 1 6 — C 1 7 


1 1 A 1 /I \ 

120.1 (3) 


f ' \ r p | / pi -) 

C15 — C16 — C13 


1 1A T /1\ 

120.7 (2) 


riin p 1 / P11 

C17 — C16 — C13 


1 1 A 1 /1\ 

119.2 (2) 


p r> pi pa 

Co — 03 — C9 


111 A \ 

111.4 (3) 


P 1 l"\ -i p -1 

CI — Ol — C12 


114.0 (3) 


PIO P 1 "7 P 1 /" 

C18 — C17 — C16 


1 1 A C /I \ 

119.5 (3) 


p i O P1T TT1 n A 

Clo — C17 — H17A 


1 1A 1 

120.2 


p 1 /" p 1 -7 TJ HA 

C 1 o — C 1 / — H 1 /A 


1 on i 
120.2 


p 1 jT P1/1 p 1 1 

C15 — C14 — C13 


119.3 (3) 


p 1 c p -i /I TT1/1A 

C15 — C14 — H14A 


120.3 


p 1 1 p i /] T T 1 yl A 

C13 — C14 — H14A 


120.3 


pi i pi p 1 n 

Cll — Uz — C1U 


1 1 ^ A /"> \ 

113.4 (3) 


P / P /I P^7 

C6 — 04 — C7 


1111 /"">\ 

112.1 (3) 


C3 — 06 — C2 


114.4 (3) 


C4 — 05 — C5 


113.4 (3) 


f~\ 1 f " 1 /"'I 

Ol — CI — Cz 


1 AA £ \ 

109.6 (3) 


p 1 p 1 TT1A 

(Jl — CI — HI A 


109.7 


P 1 P 1 T T 1 A 

C2 — CI — Hi A 


109.7 


c\ 1 p i tti n 

(Jl — CI — H1B 


1 AA T 

109.7 


p p i Tun 

Cz — CI — H1B 


1 A A T 

109.7 


T T 1 A P 1 T T 1 I~~> 

H1A — CI — H1B 


1 AO 1 

108.2 


-> pa p 1 a 

03 — C9 — CIO 


1 AO /" /I \ 

108.6 (3) 


p "> PA TTA A 

03 — C9 — H9A 


1 1 A A 

110.0 


t~< 1 a r~"n Tin a 

CIO — C9 — H9A 


1 1 A A 

110.0 


/~\i pa TTnn 

03 — C9 — H9B 


110.0 


P1 A PA TTAT1 

CIO — C9 — H9B 


110.0 


TTA A p (\ TTATJ 

H9A — C9 — H9B 


1 AO 1 

108.3 


PI P 1 A PA 

(J 2 — CIO — C9 


1 AO H /"> \ 

108.7 (3) 


/™\1 p I f\ TTI A | 

02 — C 1 0 — H 1 OA 


109.9 


PA P 1 A T T 1 A A 

C9 — CIO — HI OA 


109.9 


/-\~\ P1A TTI ATI 

02 — C 1 0 — H 1 OB 


1 AA A 

109.9 


/~T\ pin T T 1 AT) 

C9 — CIO — HI OB 


1 AA A 

109.9 


T T 1 A A P 1 A T T 1 ATI 

H10A — CIO — H10B 


108.3 


S \ A p /" p £ 

04 — C6 — C5 


1 AO A /I \ 

108.9 (3) 


04 — Co H6A 


1 AA A 

109.9 


C5 — Co — HoA 


1 AA A 

109.9 


04— C6— H6B 


109.9 


C5— C6— H6B 


109.9 


tt/; a p /_ ttz:t> 

Ho A — Co — Hob 


1 AO "> 

108.3 


p. -} PO PT 

03 — C8 — C7 


1 AO C /"> \ 

108.5 (3) 


/-^. -) PO TTO A 

03 — C8 — H8A 


110.0 


/""O TTO A 

C7 — C8 — H8A 


1 1 A A 

110.0 


C17— C18— C13— C14 


-2.6 (4) 


Nl— C18— C13— C14 


176.2 (2) 


CI 7— CI 8— CI 3— Cll 


176.8 (2) 


Nl— CI 8— CI 3— Cll 


-4.4 (3) 


C14— CI 5— CI 6— C17 


-3.1 (4) 



TTI A PI TTITi 

H2A — C2 — H2B 


108.2 


06 — C3 — C4 


109.4 (3) 


/ \ s p -) t TO A 

06 — C3 — H3A 


1 AA O 

109.8 


P A P 1 T T1 A 

C4 — C3 — H3A 


109.8 


06 — C3 — H3B 


109.8 


C4 — C3 — H3B 


109.8 


H3A — C3 — H3B 


108.2 


02 — Cll — C12 


113.0 (3) 


/ \ P11 TT11A 

Uz — C 1 1 — H 1 1 A 


1 AA A 

109.0 


Cl2 — Cll — HllA 


109.0 


/ p -ii T T 1 1 "Ti 

02 — Cll — HUB 


109.0 


1 O i -t T T 1 1 T~* 

Cl2 — Cll — HUB 


109.0 


T T 1 1 A P 11 T T 1 1 T~l 

HllA — Cll — HUB 


107.8 


/ ~» 1 p 1 i p 1 1 

Ol — C12 — Cll 


109.9 (3) 


Ol — Cl2 — H12A 


109.7 


Cll — Cl2 — H12A 


109.7 


/ -\ i p 1 ^\ t t 1 in 

Ol — C12 — H12B 


109.7 


P 1 1 P 11 T T 1 1 T~» 

Cll — C12 — H12B 


109.7 


T T 1 i~\ A 1 O T T 1 1T» 

H12A — C12 — H12B 


108.2 


05 — C5 — C6 


1 1 1 A /I \ 

113.9 (3) 


f~\Z P C TTC A 

05 — C5 — H5A 


1 AO O 

108.8 


s < /- /~i r TTf A 

C6 — C5 — H5A 


108.8 


05 — C5 — H5B 


108.8 


/- S t~A C TTf A 

C6 — C5 — H5B 


108.8 


TTC A PC TTf n 

H5A — C5 — H5B 


107.7 


05 — C4 — C3 


112.3 (4) 


S~\ C f ^ A T T A A 

05 — C4 — H4A 


109.1 


P 1 P /I T T /I A 

C3 — C4 — H4A 


109.1 


f~\Z p A 11 ATI 

U5 — C4 — H4B 


1 AA 1 

109.1 


PI P /I TTyin 

C3 — C4 — H4B 


109.1 


T T A A P A TT/in 

H4A — C4 — H4B 


107.9 


PA pi A P1A 

09 — Cl4 — 010 


111 A / 1 A\ 

121.0 (19) 


/ ~\(\ pi A PO 

U9 — C14 — U8 


c\n -i /1 o\ 

97.3 (lo) 


010 — C14 — 08 


104.3 (15) 


PiA PI A 

09 — C14 — 07 


AO O / 1 C \ 

98.8 (15) 


P 1 A PI A f\1 

010 — C14 — 07 


AA £ ( 1 C\ 

99.6 (15) 


/""\0 PI A f '\~J 

08 — C14 — 07 


110 C /1C\ 

138.5 (15) 


08'— C14'— 09' 


98.7(13) 


08'— C14'— 07' 


108.0 (8) 


PA' P1 A t / \~1 1 

09 — C14 — 07 


111 A /A\ 

111.9 (9) 


/~\Of PI A f /~~\ 1 a/ 

08 — C14 — O10 


110.5 (9) 


Pi A f P1 /I ' f'\ 1 A' 

09 — Cl4 — O10 


1 1 O A / 1 A \ 

118.0 (10) 


/--\ —J 1 pi At A1 A[ 

07 — C14 — OlO 


1 AA A ZO\ 

109.0 (8) 


C8— 03— C9— CIO 


-178.9(3) 


Cll— 02— CIO— C9 


-175.8(3) 


03— C9— CIO— 02 


-67.2 (4) 


C7— 04— C6— C5 


179.2 (3) 


C9— 03— C8— C7 


173.2 (3) 
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C12 — C 1 5 — C 1 6 — C 1 7 


1 no n 

178.7 (2) 




C6— 


-04 — C7 — C8 




179.2 (3) 


C14 — CI 5 — C16 — CO 


1 nc 1 

176.1 (2) 




03— 


-Co — C7 — 04 




64.0 (4) 


C12 — C 1 5 — C 1 6 — C13 


-2.1 (3) 




C3— 


-06 — C2 — CI 




176.1 (3) 


C13 — Clo — C17 — Clo 


A ( A \ 

2.4 (4) 




Ol— 


-CI — C2 — 06 




59.2 (4) 


N 1 — C 1 8 — C 1 7 — L 1 6 


-176.4 (2) 




C2— 


-06 — C3 — C4 




-172.0 (3) 


C15 — Clo — C17 — C18 


0.4 (4) 




/H I A 

C10- 


— 02 — C 1 1 — C 1 2 




-77.7 (4) 


rn c\f. r\i ns 


1 / 0 . 0 \ A) 




Cl- 


-01— C12— Cll 




1 7^ 7 ^"l 
1 / J. / ^jj 


C16— C15— C14— C13 


2.9 (4) 




02- 


-Cll— C12— 01 




-61.4(4) 


C12— CI 5— CI 4— C13 


-178.8(2) 




C4- 


-05— C5— C6 




-83.1 (4) 


C18— C13— C14— C15 


-0.1 (4) 




04- 


-C6— C5— 05 




-59.9 (5) 


Cll— C13— C14— C15 


-179.5 (2) 




C5- 


-05— C4— C3 




179.2 (3) 


C12— 01— CI— C2 


175.0 (3) 




06— C3— C4— 05 




-65.9 (5) 


Hydrogen-bond geometry (A, °) 


D—n-A 




D — H 




H-A 


D-A 


D—n-A 


Nl— H1C--01' 




0.89 




2.13 


2.916(3) 


147 


ni— mco& 




0.89 




2.21 


2.899 (3) 


134 


Nl— H1D-05 1 




0.89 




2.06 


2.896 (3) 


156 


Nl— H1D-04 1 




0.89 




2.52 


3.052 (3) 


119 


Nl— UlE-03' 




0.89 




2.19 


3.046 (3) 


161 


Nl— Hl.E-02 1 




0.89 




2.35 


2.856 (3) 


116 



Symmetry code: (i) -x+l, -y+1, -z+1. 



Acta Cryst. (2012). E68, o739 



sup-8 



